. Single crystal structures of C12-TII. S8 S9 S10 S11 S12 S13 S14 S15 S16 S17 S18 S19 S20 S21 S22 S23
Determination of absolute configuration
(a) Absolute configuration of dodecane substituted compound 3. (2) 24(2) -1(2) -1(2) 18(2) C(2B) 30(2) 24(2) 21(2) 1(2) -1(2) 11(2) C(3B) 18(2) 33(2) 23(2) 3(2) 4(2) 15(2) C(4B)
27 (2) 35 (2) 23 (2) -3(2) -1(2) 13(2) C(5B) 26 (2) 27(2) 26(2) 3(2) 3(2) 11(2) C(6B) 24(2) 28(2) 32(2) 3(2) -2(2) 13(2) C(7B) 29 (2) 24 (2) 22(2) 6(2) 2(2) 11(2) C(8B) 32(2) 26(2) 21(2) 1(2) 5(2) 19(2) C(9B) 25 (2) 23 (2) 19(2) 1(2) 6(2) 10(2) C(10B)
27 (2) 24(2) 20(2) -1(2) -1(2) 14(2) Cl(1B)
32 (1) 70 (1) 38 (1) -17(1) -10(1) 32(1) N(1B)
22 (2) 36 (2) 21(2) -4(1) 1(1) 16 (1) Table S8 . Atomic coordinates [ x 10 4 ] and equivalent isotropic displacement parameters [Å 2 x 10 3 ] for dodecane substituted TII. U(eq) is defined as one third of the trace of the orthogonalized U ij tensor.
x y z U(eq) C(1) 2284(3) 10875 (7) 354 (1) 21(1) C(2) 3001(3) 12018 (7) 620(1) 20(1) C(3) 4377(4) 11126 (7) 706 (1) 21(1) C(4) 4969(3) 9235 (7) 519 (1) 19(1) C(5) 4198 (3) 7975 (7) 254 (1) 17(1) C(6) 2845 (3) 8846 (7) 172(1) 20(1) C (7) 921 (4) 14331 (8) 610 (1) 27(1) C(8) 2192 (4) 14008 (8) 767 (1) 26(1) C(9) 6476(3) 6195 (7) 327 (1) 18(1) C(10) 5112(3) 5921 (7) 123 (1) 16(1) C(11) 7583 (3) 9342 (7) 716 (1) 22(1) C(12) 8084 (3) 7976 (7) 1026 (1) 22(1) C(13) 9443(4) 9277 (7) 1164 (1) 24(1) C(14) 10096 (4) 7916 (8) 1460 (1) 29(1) C(15) 11472 (4) 9187 (8) 1587 (1) 29 (1) C(1)-C(2) 1.389(5) C(1)-C(6) 1.397(5) C(1)-S(1) 1.729(3) C(2)-C(3) 1.412(5) C(2)- C(8) 1.426(5) C(3)-C(4) 1.377(5) C(3)-Cl (2) 1.735(4) C(4)-N(1) 1.406(4) C(4)-C(5) 1.431(5) C(5)-C (6) 1.386(4) C(5)-C(10)
1.477(4) C(6)-H(6) 0.9500 C(7)-C (8) 1.351(5) C(7)-S(1) 1.712(4) C(7)-H (7) 0.9500 C(8)-H (8) 0.9500 C(9)-O(1) 1.222(4) C(9)-N(1) 1.369(4) C(9)-C(10) 1.512(5) C(10)-C(10)#1
1.386(6) C(11)-N(1) 1.465(4) C(11)-C(12) 1.514 (5) (2) 26(2) 0(2) 3(2) 4(2) C(2) 20(2) 19(2) 22(2) 0(2) 2(2) 2(2) C(3) 23(2) 21(2) 19(2) -5(2) -2(2) 3(2) C(4) 17(2) 18(2) 21(2) 0(2) -2(2) 2(2) C(5) 16 (2) 19 (2) 15(2) 1(2) 1(1) 1(2) C(6) 17 (2) 25 (2) 17 (2) -3(2) 0(2) 1(2) C(7) 20(2) 28(2) 34(2) -5(2) 8(2) 5(2) C(8) 24 (2) 28(2) 28(2) -8(2) 6(2) 5(2) C(9) 19 (2) 19 (2) 16(2) 4(2) -1(2) 3(2) C (10) 12 (2) 19 (2) 16(2) 2(2) -1(2) 2(2) C(11) 14 (2) 22 (2) 29 (2) -4(2) -3(2) -1(2) C(12) 17 (2) 27 (2) 22 (2) -1(2) -4(2) 2(2) C(13) 22 (2) 23 (2) 25 (2) -2(2) -6(2) -2(2) C(14) 27 (2) 27(2) 30(2) 3(2) -7(2) -2(2) C(15) 27 (2) 31(2) 28(2) 0(2) -9(2) -3(2) C(16) 32 (2) 31(2) 34(2) 1(2) -11(2) -4(2) C(17) 29 (2) 31(2) 28(2) -1(2) -10(2) -1(2) C(18) 26 (2) 28(2) 34(2) 3(2) -11(2) -2(2) C(19) 25 (2) 26(2) 25(2) -1(2) -7(2) 2(2) C(20) 25(2) 28(2) 25(2) 1(2) -5(2) 1(2) C(21) 27(2) 32(2) 27(2) -1(2) -5(2) 0(2) C(22) 36(2) 49(3) 31(2) 1(2) -10(2) 3(2) Cl(2) 30(1) 51(1) 33(1) -23(1) -9(1) 11(1) N(1) 17(2) 21(2) 17(2) -4(1) -4(1) 3(1) O(1) 16(1) 31(2) 28(2) -8(1) -3(1) 10(1) S(1) 17(1) 31(1) 33(1) -5(1) 0(1) 9 (1) 
